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C15H15N3O2
Tox21_304042
NMRConc (mM): 2.2

Chemical Shift (ppm)10 9 8 7 6 5 4 3 2 1

REF
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16(1H)

17(1H)

Tox21ID Tox21_304042
Destination Plate43
DestWell H02
Structure Consistency Yes
Purity Statement Acceptable
Conc. Measured 0.6
Conc. Alert LOW/HIGH LOW
Pass/Fail PASS

Date Stamp 31 Oct 2016 06:39:55

H's Atom1  (ppm)
3 1 [2.08 .. 2.12]
3 19 [2.27 .. 2.32]
1 16 [6.90 .. 6.99]
1 17 [7.17 .. 7.26]
1 20 [7.51 .. 7.58]
2 10, 6 [7.75 .. 7.83]

 (ppm) Absolute Value
[2.08 .. 2.12] 3.437e+7
[2.27 .. 2.32] 2.972e+7
[6.90 .. 6.99] 1.319e+7
[7.17 .. 7.26] 1.282e+7
[7.51 .. 7.58] 1.367e+7
[7.75 .. 7.83] 2.785e+7

Predicted
1H
C15H15N3O2
NMRConc (mM):

Chemical Shift (ppm)10 9 8 7 6 5 4 3 2 1

1(3H)

16(1H)

17(1H)

10(1H)

6(1H)

7(1H)

9(1H)

CH3
1
2

O
3

NH
4
5

6

7
8

9

10

N
11 N

12
13

14
OH
15

16
17

18

CH3
19

20

http://pubchem.ncbi.nlm.nih.gov/summary/summary.cgi?sid=251919645
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